Contents of Volume 21 


NUMBER 1 JANUARY 1983 
Editorial 
The Effect of the Internal Reference on ASIS Correlations: 1—Formyl Protons of 


p-X-Benzaldehydes 
J.F BERTRAN AND M. RODRIGUEZ 


The Effect of the Internal Reference on ASIS Correlztions: 2—The Intrinsic ASIS of TMS 
Protons in Aromatic Hydrocarbon Solvents 


J. F. BERTRAN AND M. RODRIGUEZ 

Carbon-13 NMR Spectra and the Method for their Calculation for Long-Chain Polybranched 
Carboxylic Acids and their Derivatives 

V. L DOSTOVALOVA, A. B. TERENT’EV, N. S. IKONNIKOY AND R. KH. FREIDLINA 


Proton and Carbon-13 Nuclear Magnetic Resonance Studies of Substituted Pyridines and 
Pyrimidines: ViI—The Structure of Hydroxy- and Mercapto- Pyridines and Pyrimidines from 
and KCH) Values 


M. C. VITORGE, M. T. CHENON, C. COUPRY AND N. LUMBROSO-BADER 


Long-Range Shielding by Cyclopropy! Groups in 10-Spirocycloproply-9,10-dihydroanthracenes 
M. T. RYDER AND S. M. ROSENFELD 

*°Q-Isotope Effect in ‘°C Nuclear Magnetic Resonance Spectroscopy: 5—Substituent Group 
Electronic Effects in Substituted Acetophenones 

J. M. RISLEY, S. A. DEFREES and R. L. VAN ETTEN 


Carbon-13 Nuclear Magnetic Resonance Studies of Some 9-Alkoxy- and 9-Alkyithioacridines 
R. FAURE, J.-P. GALY, A. MAHAMOUD, E.-J. VINCENT, A.-M. GALY AND J. BARBE 


Studies of Erythrina Alkaloids: VII—**C NMR Spectral Studies of Some Erythrina Alkaloids 
A. S. CHAWLA, S. CHUNCHATPRASERT AND A. H. JACKSON 

Carbon-13 Nuclear Magnetic Resonance Study of a New Ring-Chain Tautomerism of Some 
Pyridazine Derivatives 

R. NESI, S. CHIMICHI, F. DE SIO AND M. SCOTTON 

Effect of Chain Length on Nuclear Quadrupole Interaction of Nitrogen-14 in Aminated 
n- Alkanes 

J. MURGICH AND R. M. SANTANA 


Intramolecular Interactions and Spin-Lattice Relaxation Times of Methyl Groups 
S. NG 


“HNMR Spectra of Diastereomeric 1,4-Disubstituted 2,3-Diphenylbutanes; Examples of 
ABXX’A’'B’ and A,XX’A,.’ Spin Systems 


S. L. SPASSOV, N. D. BEROVA, G. E. HAWKES AND E. W. RANDALL 


The Antarctic Lichens: 1—The Stereochemistry of 7f-Acetoxy-22-hydroxyhopane from 
Pseudocyphellaria freycinettii, indigenous to S. Georgia 


O. W. HOWARTH, T. M. A. RICKARD AND M. SAINSBURY 


N 


20 


54 


ORGANIC MAGNETIC RESONANCE, VOL. 21, 1983 ili 


; 
= 
{ 24 
28 
39 
42 
| 46 


CONTENTS OF VOLUME 21 


The Assignment of Diastereotopic Menthyl Groups by Two-Dimensional NMR 
R. BENN 


DNMR Investigations on 3,3-Dihalo-2,2,4,4-tetramethylpentanes 

H.-O. KALINOWSKI, E. ROCKER AND G. MAIER 

Accurate Referencing of ‘°C NMR Spectra from Glycosaminoglycan and other Polysaccharides 
in Aqueous Medium 

T. N. HUCKERBY 


Short Communications 


Application of the INEPT Technique to “°C NMR Assignments in Polynuciear Aromatic 
Nitrogeneous Heterocycles; 6H-Pyrido[4,3-b]-5,11-dimethylcarbazole (Ellipticine) 


T. S. MANSOUR, T. C. WONG AND E. M. KAISER 


7°Si NMR Spectra of Trimethylsilylated Cyclic Acyloins and Ketones. “Si Chemical Shifts as a 
Measure of Ring Size 


J. SCHRAML, J. SRAGA AND P. HRNCIAR 


Reference Data 

Carbon-13 Chemical Shift Assignment of Some Organophosphorus Compounds: 1—Dialkyl 
and Diaryl (Alkylamide)phosphates with General Formula Y,P(X)NHR 

J. M. A. AL-RAWI, G. QO. BEHNAM AND N. AYED 

Chemistry of Heterocycles: 6—“C NMR Study of 7,8-Dihydro-6H-3-methyl-5,7- 

C. J. RAO, A. K. MURTHY AND J. N. SHOOLERY 


NUMBER 2 FEBRUARY 1983 


Hindered Rotation in Five-Membered Cyclic Nitrosamines: A “°C NMR Study 
J. E. HAKY, J. E. SAAVEDRA AND B. D. HILTON 


NMR Evidence for Planar Chirality in Natural Porphyrins 
A. GAUDEMER, F. GAUDEMER AND C. MERIENNE 


“™C NMR Chemical Shifts of Thiols, Sulfinic Acids, Sulfinyl Chlorides, Sulfonic Acids and 
Sulfonic Anhydrides 


F. FREEMAN AND C. N. ANGELETAKIS 


Carbon-13 NMR Spectra of Saturated Heterocycles: Xl—Tetrahydropyrans (Oxanes) 
E. L. ELIEL, M. MANOHARAN, K. M. PIETRUSIEWICZ AND K. D. HARGRAVE 


A Revised Assignment of the °C NMR Spectra of a- and 6-Pinenes 
M. C. HALL, M. KINNS AND E. J. WELLS 


Multinuclear Two-Dimensional NMR: Assignments of Natural Abundance Polypeptide ‘°C, 'H 
and **N Chemical Shifts and Demonstration of Isomer Interconversion 


G. A. GRAY "a 


™C NMR Spectral Analysis of Dihydrobenzofuran Lignans 
P. K. AGRAWAL, R. P. RASTOGI AND B.-G. OSTERDAHL 


iv ORGANIC MAGNETIC RESONANCE, VOL. 21, 1983 


60 


64 


67 


71 


73 


75 


77 


79 


83 


86 


94 


108 


111 


119 


3 
a 
q 


= 

= 

= 

4 
: 

| 
| 
| 

: 
q 


CONTENTS OF VOLUME 21 


Differentiation of Diastereomeric Bornane Derivatives by ‘*C NMR Spectroscopy 
H. DUDDECK, B. BLAGOEV, N. D. BEROVA AND V. VASSILEV 


Some INDO Calculations of ‘J(PC) and 'K(PF) Values 
S. DUANGTHAI AND G. A. WEBB 


“C NMR Spectra of Substituted Phenazines: Substituent Effects on Carbon-13 Chemical Shifts 
and the Use of **C-*N Coupling Constants for the Assignment of the Aromatic Carbons 


A. ROMER 


Stereochemistry of Diastereoisomeric Propionyl Esters of 4-(2-Furyl)-3-methyl-1- 
phenethylpiperidin-4-ols and the Analgesic Ether Jerived from their Acid- 
Catalysed Ethanolysis 


A. F. CASY, G. H. DEWAR AND R. A. PASCOE 


7H and **C NMR Spectra of Deuterated Adamantan-2-ols 
H. DUDDECK AND MD. R. ISLAM 


Solvent Dependence of the Molecular Structures of Furan and Thiophene Determined by NMR 
of Partially Oriented Molecules 


P. DIEHL, J. JOKISAARI, S. MULLER AND T. VAANANEN 


*3C NMR Shifts and Conformations of Substituted Indans 

P. K. AGRAWAL, H.-J. SCHNEIDER, M. S. MALIK AND S. N. RASTOGI 

Conformational Analysis: XXI—'H NMR Study of 4,5-Dimethyl-, 2,4,5-Trimethyl- and 2,2,4,5- 
Tetramethyl-1,3-dithiolanes 

K. PIHLAJA, R. KESKINEN, M. ESKONMAA AND T. NURMI 


Reference Data 


NMR Studies on Aromatic Compounds: VI—'*C NMR Spectra of Some Mono- and 
Disulphonato-substituted Hydroxynaphthoic Acids in DMSO-d,-Water Solution 


H. RUOTSALAINEN, M. LAJUNEN AND L. H. J. LAJUNEN 


NUMBER 3 MARCH 1983 
Stereochemistry of Alkyl 3-Substituted 4-Halotetrahydro-2-Oxo-3-Furancarboxylates: 2—'H 
and **C NMR Spectra 
A. GRYFF-KELLER, W. KOLODZIEJEK AND J. PREJZNER 


Influence of the Z/E Configuration on the **C—"*N Coupling Conditions *J(**C"*N) in Aromatic 
Azo and Diazo Compounds 


S. SIMOVA, E. FANGHANEL AND R. RADEGLIA 
Aza-Polycyclic Aromatic Hydrocarbons: 1—Elucidation of the Regiochemistry of 1,2,3,4- 


Tetrahydro<zabenz{ ajanthracene-7,12-diones by Long-Range Carbon—-Proton Coupling Con- 
stants 


A. HABER AND B. D. HILTON 


%C-“C Spin Coupling Constants in Tetrahydronaphthylene, Hexahydrobenzanthracene and 
Benzo[a]pyrene Derivatives 


R. H. COX AND L. A. LEVY 


Chemical Shifts of A‘-Pyrrolines 
R. E. GAWLEY, E. J. TERMINE AND M. GOICOECHEA-PAPPAS 


125 


130 


137 


140 


143 


146 


151 


154 


157 


163 


168 


173 


177 


ORGANIC MAGNETIC RESONANCE, VOL. 21, 1983 v 


= 
| 
|| 
|| 
q 


CONTENTS OF VOLUME 21 
"70 NMR Spectra of Equatorial and Axial Hydroxycyclohexanes and 5-Hydroxy-1,3-dioxanes 
and their Methyl Ethers 
E. L. BLIEL, K.-T. LIU AND S. CHANDRASEKARAN 
Ezantiomeric Excess Determination of New Classes of Chiral Sulphur Compounds by the Use 
of Europium Shift Reagents 
R. ANNUNZIATA, M. CINQUINI AND F. COZZI 
“™C NMR Spectra of Benzothiazepinone, Benzothiazinone and Benzosulphonamide 
N-Substituted Derivatives 
C. L STASSINOPOULOU, P. CATSOULAOS AND CH. CAMOUTSIS 


NMR of Some Benzodiazepine Drugs: Structure Elucidation with Lanthanide-Induced Shifts of 
N-1 Substituted Benzodiazepinones 


L. CAZAUX, C. VIDAL AND M. PASDELOUP 


NMR Spin-Lattice Relaxation Time Measurements in Organochalcogen Compounds 
E. W. ABEL, K. G. ORREL AND A. W. G. PLATT 


Some INDO Calculations of the Dependence of One-Bond Phosphorus—Phosphorus Couplings 
Upon Molecular Geometry 


S. DUANGTHAI AND G. A. WEBB 


Low-Temperature *"N NMR Spectra of Reduced 1,3-Heterocyclic Systems 
Y. TAKEUCHI AND T. A. CRABB 


Combined *Ci and ”Br NQR Zeeman Effect Study in a-Bromo-p-chloroacetophenone 

V. RAMAKRISHNA, D. K. RAO, G. SATYANANDAM AND C. R. K. MURTY 

Determination of Acid Dissociation Constants of Histidine-Containing Peptides by Proton 
Magnetic Resonance Spectroscopy 

E. GIRALT, R. VILADRICH AND E. PEDROSO 


Short Communication 


A Model for the Complex of the (RK)-MTPA Ester of trans-4-tert-Butyicyclohexanol with 
Ea(fod),, Based on Lanthanide-Induced Shifts 


L. VANHOECK, E. M. MERCKX, J. BOSSAERTS, J. A. LEPOITVRE AND F. C. ALDERWEIRELDT 


Reference Data 


Carbon-13 NMR Spectra of Several Dicyclopentadiene Derivatives 
B. A. DAWSON AND J. B. STOTHERS 


C NMR Spectra of Some Monosubstituted Quinolizinium Bromides 
A. VAN VELDHUIZEN, M. VAN DUK AND G. M. SANDERS 


“C Nuclear Magnetic Resonance Spectroscopy of Biliverdin [X Dimethyl Esters and Related 
Compounds 


C. PETRIER AND C. DUPUY 


NUMBER 4 APRIL 1983 
REVIEW PAPER: In Vivo Topical Magnetic Resonance 
D. SHAW 


“H and *CNMR Spectra of 1-Palmitoyl-2-oleyl-sn-glycero-3-phosphoryicholine in CDCI, 
Solution and in Sonicated Dispersions in 7H,O 


J. F. SANTAREN, M. RICO AND A. RIBERA 


vi ORGANIC MAGNETIC RESONANCE, VOL. 21, 1983 


179 


183 


187 


190 


196 


199 


203 


205 


208 


214 


217 


220 


225 


238 


|_| 
|| 
4 
|_| 
a 
| 
7 
|| 
4 


CONTENTS OF VOLUME 21 


Heterocycles: 2—Regiospecific Addition of Methythydrazine to Acetylenic Ketones 
N. R. EL-RAYYES, G. H. HOVAKEEMIAN AND H. HAMMOUD 


“C, *H and “P Dynamic NMR Studies of Tetraalkyldiphosphanes: Barrier to Internal 
Rotation about P—P Bond in Tetraisopropyldiphosphane 


J. P. ALBRAND, A. COGNE AND C. TAIEB 


Substituent and Solvent Effects on the °F Chemical Shifts of 3- and 4-XCH,-Substituted 
Fluorobenzenes 


D. A. R. HAPPER, B. E. STEENSON AND R. H. NEWMAN 


Carbon-13 NMR Spectra of Taxane-Type Diterpenes: Oxiranes and Oxetanes 
A. C. ROHAS, D. DE MARCANO, B. MENDEZ AND J. DE MENDEZ 


Electron Spin Resonance Spectra and Hyperfine Coupling Constants of the a-Tocopheroxyl and 
2,2,5,7,8-Pentamethyichroman-6-oxyl Radicals Derived frem Vitamin E and its Model and 
Deuterated Model Compounds 


M. MATSUO, S. MATSUMOTO AND T. OZAWA 


Fluoroimines from the Reaction of Fluro Amino Acids of Fluoroketo Acids with the Aldehyde 
or Amine Form of Vitamin B,: 2—Stereochemical Aspects of Their Formation from 
£-Fluoroaspartates or B-Fluorooxaloacetate, using ‘°F NNR 


M. C. SALON, S. HAMMAN AND C. G. BEGUIN 


Rotational Isomerism about the C-c—C-B Bonds in Sulphur-Containing Amino Acids in their 
Non-Sulphur-Containing Isoesters 


B. PICUR AND I. Z. SIEMION 


Assignment of Relative Configuration in Cyclopentenes from Proton Chemical Shift Increments 
G. HUNTER, J. A. MILLER, M. MOORE AND G. M. ULLAH 


Dynamic Sterochemistry of imines and Derivatives: 15—Carbon-13 NMR Studies of Aryl- 
Substituted Imines and Oxaziridines 


W. B. JENNINGS, V. E. WILSON, D. R. BOYD AND P. B. COULTER 


“C—'H Coupling Constants in 9,10-Dihydroanthracene 
T. A. HOLAK, D. W. AKSNES AND A. SYGUEA 


NUMBER 5 MAY 1983 
*C NMR Studies of Conformational Isomerism in Thioureas: Signal Assignments via Chemical 
Shift and Population Trends 
R. H. SULLIVAN, P. NIX, E. L. SUMMERS JUN. AND S. L. PARKER 
*%C NMR Study of Isoxazolines and Isoxazolidines in the Thiophene and Benzo[b]thiophene 
S-oxide and S,S-dioxide Series 
R. DURAND, P. GENESTE AND J.-L. OLIVE 


Carbon-13 NMR Spectra of Hydroxylated Bile Acid Stereoisomers 
T. IDA, T. TAMURA, T. MATSUMOTO AND F. C. CHANG 


Analysis of *H NMR Spectra of Fluorene and Azafluorenes: Long-range Coupling Constants 
A. A. FOMICHOV, S. O. LAWANI-EDOGIAWERIE AND N. S. PROSTAKOV 


*"H NMR Study of 
A. ZSCHUNKE, C. MUGGE, H. MEYER, A. TZSCHACH AND K. JURKSCHAT 


ORGANIC MAGNETIC RESONANCE, VOL. 21, 1983 vii 


243 


246 


252 


257 


261 


265 


271 


275 


279 


287 


293 


301 


305 


310 


315 


PS. 


4 
= 
q 
q 


CONTENTS OF VOLUME 21 


Carbon-13 NMR Spectra of 1,4-Benzodiazepines—Influence of the 7-Substituent 
H.-H. PAUL, H. SAPPER, W. LOHMANN AND H. O. KALINOWSKI 


A Carbou-13 NMR Study of the Ion Pair Structure of the Dibenzo[b, fjpentalene Dianion 
B. ELIASSON AND U. EDLUND 


Solution Conformation and Dynamics of L-6-Methylperhydroimidazo{ 1,5-c}thiazole-5,7-dione 
(y-Thiaprolinehydantoin). A "H and “C NMR Study 


F. A. M. BORREMANS, M. BUDESINSKY, R. E. A. CALLENS AND M. J. O. ANTEUNIS 


Effect of Allylic Strain on the Conformations of Diphenyl-substitated Tetrah ydro-1,3-oxazin-2- 
ones and Hexahydropyrimidin-2-ones 


B. J. KURTEV, M. J. LYAPOVA, S. M. MISHEV, O. G. NAKOVA, A. S. ORAHOVATZ AND 
I. G. POJARLIEFF 


*"H NMR Spectra and Conformational Analysis of Some 1,4-Dithiepan-6-ones 
M. J. COOK, G. GHAEM-MAGHAMIL, F. KABERIA AND K. BERGENSEN 


NUMBER 6 JUNE 1983 


“C and “P NMR Studies of Configurational and Conformational Effects in 1-Phenyl-4- 
phosphorinanones and their 1-Selenides 


K. M. PIETRUSIEWICZ 


The Carbon-13 Nuclear Magnetic Resonance Spectra of Some a-Spirocyclopropyl Ketones and 
Related Cyclohex-2-en-1-ones and 2-Ethylidenecyclohex-3-en-1-ones 


P. H. HELFERTY AND P. YATES 


*H NMR Utilization of Through-Space Effects: I1]—Configuration of Oximes and Analogous 
Compounds 


M. ROUILLARD, Y. GIRAULT, M. DECOUZON AND M. AZZARO 


Conformational Studies on 2-Fluoro-1,2-disubstituted Ethanes by NMR Spectroscopy. In- 
fluence of Electronegativity on Vicinal Proton-Proton and Fluorine-Proton Coupling Constants 


S. HAMMAN, C. BEGUIN, C. CHARLON AND C. LUU-DUC 


Recognition and Assignment of meso and dl Diastereomers: Dimethyl a,a’-Dibromopimelate 
and N-Benzyl-2,6-dicarbomethoxypiperidine 


A. SOLLADIE-CAVALLO, M. J. BOUCHET AND C. G. WERMUTH 


"H, “C and "Li Nuclear Magnetic Resonance Study of the Lithium Chloride-N,N- 
Dimethylacetamide System 


J. SAINT GERMAIN AND M. VINCENDON 

ESR and ENDOR Strdies on a 5-O-membered Crown Ether Bearing a Triphenylmethyl 
Moiety 

K. TAJIMA, H. SHIMIZU, T. MORITA, H. TOMODA, K. MUKAI AND K. ISHIZU 


Use of Shift Reagent with MTPA Derivatives in ‘°F NMR Spectroscopy: I[V—Determination of 
Enantiomeric Composition for a Variety of Secondary Cycloalkanols. A Survey 


E. M. MERCKX, J. A. LEPOIVRE, G. L. LEMIERE AND F. C. ALDERWEIRELDT 


*C NMR Study on the Methoxy Carbon Chemical Shifts in Chioro-substituted Anisoles and 
Guaiacols 


E. KOLEHMAINEN AND J. KNUUTINEN 


vili ORGANIC MAGNETIC RESONANCE, VOL. 21, 1983 


319 


322 


328 


334 


339 


345 


352 


357 


361 


367 


371 


376 


380 


388 


7 

| 

4 


CONTENTS OF VOLUME 21 


“CNMR Spectra and Structure of Mono-, Di- and Trimethoxyphenylethylamines and 
Amphetamines 
K. BAILEY AND D. LEGAULT 


Selective Detection of Multiplets via Double Quantum Coherence: a **F NMR Study of 
Perfluorodecalin 


B. M. FUNG 


Some Calculations of the Solvent Dependences of Phosphorus Nuclear Shielding 
B. NALAMPHUN AND G. A. WEBB 


Reference Data 


Oxygen-17 Nuclear Magnetic Resonance Study of Some Oxirane Derivatives 403 
A. SAULEAU, J. SAULEAU, J. P. MONTI AND R. FAURE 


NUMBER 7 JULY 1983 


Application of the Computer Program GENOA and Two-Dimensional NMR Spectroscopy to 
Structure Elucidation 


M. R. LINDLEY, J. N. SHOOLERY, D. H. SMITH AND C. DJERASSI 


High Precision NMR Study of 1,1-Disubstituted Silacyclobutanes 
O. DABBIT AND L. H. SUTCLIFFE 


and “°C NMR Studies on 1,3,2-Dioxarsolanes 
D. W. AKSNES AND A. LIE 


%3C Nuclear Magnetic Resonance and Conformational Analysis of 5-Chioro-2-oxo-1,3,2- 
Dioxathianes 
J.-P. GORRICHON, G. CHASSAING AND L. CAZAUX 


3C and ‘H Chemical Shifts in 2-Benzylidene [3] ferrocenophane-1,3-diones. Elucidation of the 
Substituent Dependence of Carbonyl Chemical Shifts in Different Carbonyl Derivatives 429 
E. SOLCANIOVA, 5. TOMA, M. SALISOVA AND T. LIPTAJ 


Spectral Editing for °C NMR Signals of Deuterated Compounds 
J. R. WESENER AND H. GUNTHER 


Phosphol-3-ene 1-oxides and -sulfides. A Systematic Investigation Via Carbon-13 Nuclear 
Magnetic Resonance Spectroscopy 436 
G. W. BUCHANAN AND V. L. WEBB 


Empirical Additive Parameter and Automatic Assignment of **C NMR Signals of Some Aryl 
and Heteroaryl Groups. A New Criterion for a Linear Relationship Between °C Chemical 
Shifts and Charge Densities 443 


I. PD. BANGOV AND R. RADEGLIA 


Substituent Effects on “C and ““N Chemical Shifts in Triazenes Studied by Principal 
Components Multivariate Data Analysis 
W. J. DUNN III, C. LINS, G. KUMAR, T. MANIMARAN, S. GRIGORAS, U. EDLUND AND S. WOLD 


Phosphorus-Containing Groups in Analy: 2s of Carbon-13 Chemical Shifts of 1-Hetera-4- 
cyclohexanones 457 


J. A. HIRSCH AND K. BANASIAK 


ORGANIC MAGNETIC RESONANCE, VOL. 21, 1983 ix 


i 


CONTENTS OF VOLUME 21 


Reference Data 


"H and “C NMR Data of C-6 Epimeric Iridoids 
A. BIANCO, P. PASSACANTILLI, G. POLIDORI AND M. NICOLETTI 


Carbon-13 NMR Spectra oi Some o-Carbonyl Benzeneseleneny! Derivatives 
G. LLABRES, M. BAIWIR, L. CHRISTIAENS AND J.-L. PIETTE 


NUMBER 8 AUGUST 1983 


The Structural Dependence of Vicinal “*C-°C Coupling Constants in s-cis-Butane and 
cis-Butene 


M. KLESSINGER AND J.-H. CHO 


Use of Concentration-Dependent Relaxation Rates for Carbon-13 Chemical Shift Assignment 
of Symmetric Tetraalkylammonium Salts in Acetonitrile 


N. R. DANDO, H. S. GOLD AND C. DYBOWSKI 


Application of the Selective *C{"H} Nuclear Overhauser Effect to Structure Elucidation of 
Photoadducts Derived from Maleic Anhydrides and Thiophene 


V. LEON, R. A. BOLIVAR, M. L. TASAYCO, R. GONZALEZ AND C. RIVAS 

The Shielding of H-a in the Stabilized Rotameric Forms of «,a-Di-tert-butyithioacetic Esters. 
The Electric and Magnetic Anisotropic Effects of the Thione Group 

S. N. BALASUBRAHMANYAM, S. N. BHARATHI AND G. USHA 


Carbon-13 Magnetic Resonance Spectra and the Stereochemistry of Some Substituted 
Bicyclo[2.1.1 Jhexanes 


T. GIBSON 


NMR Specira of 2,3-Dihydro-1H-benzo[b]azepines: Differentation of Diastereomers 
P. URIAC AND J. HUET 


70 NMR Study of Isomeric 2-R-2-Oxo-1,3,2-dioxaphosphorinanes 
P. L. BOCK, J. A. MOSBO AND J. L. REDMON 


Nuclear Magnetic Resonance of Phosphorus Compounds: 9—The NMR Spectra of 
Phosphirane 
H. GOLDWHITE, D. ROWSELL, L. E. VERTAL, M. T. BOWERS, M. A. COOPER AND S. L. MANATT 


Some INDO/S-SOS Calculations of the Effects of Hydrogen Bonding on the Nitrogen 
Shielding of Some Heterocycles 


B. NA LAMPHUN, G. A. WEBB AND M. WITANOWSKI 


The NMR Spectra of Porphyrins: 22—Ring Current Effects in Chiorins versus Porphyrins 
K. M. SMITH, D. A. GOFF, R. J. ABRAHAM AND J. E. PLANT 


Configuration and NMR Study of Tricyclic Oxazines Fused to a Norbornene or Norbornane 
Skeleton 


P. SOHAR, G. STAJER AND G. BERNATH 
Assignment of Relative Configurations to Acyclic Diastereomeric Carbinols with the Lan- 


thanide Shift Reagent Ea(fod), by "H and “C NMR 
C. A. IBARRA, M. L. Q. FEIOO, M. S. A. PEREZ AND J. DE LA O. PARRA 


x ORGANIC MAGNETIC RESONANCE, VOL. 21, 1983 


460 


461 


465 


467 


470 


474 


482 


487 


491 


494 


501 


505 


512 


520 


| 
| 
q 
7 
4 
3 
3 


CONTENTS OF VOLUME 21 


Reference Data 


Carbon-13 NMR Spectra of A“®”-"*-Taxadiene Derivatives 


D. DE MARCANO, B. MENDEZ, J. DE MENDEZ, J. MONASTERIOS, A. C. ROJAS AND 
T. G. HALSALL 


NUMBER 9 SEPTEMBER 1983 


Carbon-13 Nuclear Magnetic Resonance Spectra of some Mesoionic Xanthine Analogs 
G. O. MBAGWU, R. G. BASS AND R. A. GLENNON 


A General Survey of the Proton Spin—Lattice Relaxation Rates of Steroids 
L. D. COLEBROOK AND L. D. HALL 


Synthesis and Dynamic NMR Studies of the 3,7-Diazabicyclo[4.1.0}heptane System 
M. W. MAJCHRZAK, A. KOTELKO AND J. B. LAMBERT 


An Application of the INEPT Pulse Sequence to the NMR Assignment of Halogenated Marine 
Natural Products 


R. T. C. BROWNLEE, J. G. HALL AND J. A. REISS 


*H and °C NMR Studies on 3-Aryl-2-thioxo-4-oxazolidinones and 3-Aryirhodanines 
Z. AKSAC, E. PINAR AND S. ICLI 


Elucidation of the Structure of Alkane Chains in Solution by Means of *H NMR 
K. NIKKI AND N. NAKAGAWA 


*H NMR Parameters of the N-Terminal 13-Residue C-Peptide of Ribonuclease in Aqueous 
Solution 


M. RICO, J. L. NIETO, J. SANTORO, F. J. BERMEJO AND J. HERRANZ 


*SN NMR Studies of Amino Acids and their Reaction Products with Formaldehyde 
N. NAULET, D. TOME AND G. J. MARTIN 


Silicon-29 NMR Spectroscopy in Carbohydrate Chemistry: Galactose Derivatives 
D. J. GALE AND N. A. EVANS 


Carbon-13 NMR Study of Substituted Benzyl N,N-Dimethyicarbamates 
C. YAMAGAMIL, N. TAKAO AND Y. TAKEUCHI 


*"H Dynamic Nuclear Magnetic Resonance Study of Hindered Rotations in N-Aryl-N-benzyl 
Alkyl Carbamates 


S. JULIA, A. GINEBREDA, P. SALA, M. SANCHO, R. ANNUNZIATA AND F. COZZI 


Hydroxy Group Substituent Effects on "H NMR Chemical Shifts in the Structural Elucidation 
of Spirostanes 


J. A. JAFFER, T. A. CRABB, C. H. TURNER AND G. BLUNDEN 


524 


527 


532 


539 


544 


548 


552 


S55 


564 


567 


570 


573 


576 


ORGANIC MAGNETIC RESONANCE, VOL. 21, 1983 xi 


| as 
q 
| 


AY; 


CONTENTS OF VOLUME 21 


Gas-Phase NMR Studies of Chemical Equilibria: 1—Methodology 
R. K. HARRIS AND R. C. RAO 


NUMBER 10 OCTOBER 1983 


Rotational Equilibria in 1,2,6-Trisubstituted Pyridinium Cations and Reactions of 
2-lsopropyipyrylium Cations 
A. R. KATRITZKY, S. N. VASSILATOS AND M. ALAJARIN-CERON 


Carbon-13 Nuclear Magnetic Resonance Examination of Benzonorbornene Derivatives. 
Assignment of Site of Aromatic Ring Substitution in Benzonorbornen-2-ones 


T. J. REITZ AND G. L. GRUNEWALD 


Barriers to Internal Rotation im 1,3,5-Trineopentylbenzenes: I1O—**C and “°F NMR Band 
Shape Studies and Force Field Calculations 


S. ANDERSSON AND T. DRAKENBERG 


Ab Initio MO Calculations and “"ONMR at Natural Abundance of para-Substituted 
Acetophenones 


R. T. C. BROWNLEE, M. SADEK AND D. J. CRAIK 


Nitrogen-15 NMR Stadies of 1,4-Benzodiazepines: 1 
T. A. SCAHILL AND S. L. SMITH 


Selective INEPT, a New Technique for the "°C NMR Assignment of Methylene Carbons with 
Non-equivalent Protons, and its Application to the Analysis of the "°C NMR Spectrum of 
Monensin 


K. FURIHATA, H. SETO, M. OHUCHI AND N. OTAKE 


"H and “CNMR Spectra of Cyclic Trimers, Tetramers and Pentamers Derived from 
p-Substituted Phenylacetylenes 


V. V. R. RAO AND K. GRIESBAUM 

The NMR Spectra of the Porphyrins: 23—Metalloporphyrins as Diamagnetic Shift Reagents, 
Chemical Applications 

R. J. ABRAHAM, G. R. BEDFORD AND B. WRIGHT 


Stereochemistry of Organic Sulphur Compounds: 12—Configurational Assignment of 
2-Methylsulphiny!-1-phenylethanol and some O-Derivatives 


E. BRUNET, J. L. GRACIA-RUANO, M. A. HOYOS, J. H. RODRIGUEZ, P. PRADOS AND F. ALCUDIA 


NUMBER 11 NOVEMBER 1983 


Spectroscopic Elucidation of Pseudo-Base Formation from Benzo[8,9]quinolizino[4,5,6,7- 
fed}phenanthrindyliums 


A. R. KATRITZKY, B. AGHA, G. Z. DE VILLE, E. LUNT AND M. L. PODMORE 


Investigations on N,N-Dialkylbenzamides by NMR Spectroscopy: 5—Analysis of Static and 
Dynamic Proton NMR Spectra of 2-Fluoro- and 2,6-Difluoro-N,N-dimethyl- and N,N-Diethyi- 
benzamides 


T. DURST, A. GRYFF-KELLER AND J. TERPINSKI 


Nitrogen-15 NMR Studies of 1,4-Benzodiazepines: 2—The Triazolobenzodiazepines 
T. A. SCAHILL AND S. L. SMITH 


xii ORGANIC MAGNETIC RESONANCE, VOL. 21, 1983 


580 


587 


596 


602 


616 


621 


624 


628 


637 


643 


649 


657 


662 


J 
| 


CONTENTS OF VOLUME 21 
?°Si Chemical Shifts and Additivity in Pertrimethylsilylated O-Methyl, O-Benzyl, O-Benzoyl 
and O-Acetyl Methyl B-p-Xylopyranosides 
J. SCHRAML, E. PETRAKOVA, O. PIHAR, J. HIRSCH AND V. CHVALOVSKY 


Anisochrony of Isopropyl Methyl Groups in 1-lsopropyl-Substituted Tetralins and Indans 
N. POURAHMADY, V. A. PALANISWAMY AND E. J. EISENBRAUN 


Conformational Preference of Substituted Naphthalenes: 1— Aldehyde Derivatives of Naphtha- 
lene 


S. R. SALMAN 


The **C NMR Characterization of Some 1,2,3,4-Tetrahydro-1,4-ethanonaphthalenes 
W. B. SMITH 


*C NMR Assignments of Nonionic and Anionic Ethoxylated Surfactants 
P. E. FIGDORE 


Compounds with Bridgehead Nitrogen: 46—The ‘H NMR Spectra and Stereochemistry of 
Derivatives of }benzoxazine 


T. A. CRABB AND J. ROUSE 


Structural Studies on 9-Hydrazono-6,7,8,9-tetrahydro-4-0x0-4H-pyrido[1,2-a]pyrimidines by 
*H, °C and NMR Spectroscopy 


G. TOTH, A. SZOLLOSY, A. ALMASY, B. PODANYI, Il. HERMECZ, T. BREINING AND Z. MESZAROS 


Reinvestigation of the Structure of 1:3,2:4,5:6-Tri-O-isopropylidene-p-glucitol by ‘H NMR 
Spectroscopy at 250 MHz 
P. SOHAR AND J. KUSZMANN 


*H and **C NMR Studies of Binuclear Lanthanide(III)-Silver(I) Shift or Relaxation Reagents: 
Competition Between Several Bonding Sites in Olefinic, Aromatic and Heteroaromatic 
Compounds 


M. AUDIT, P. DEMERSEMAN, N. GOASDOQUE AND N. PLATZER 


Double Inversion of the Secondary Nitrogens in cis-Diaziridinocyclopentane 
M. W. MAJCHRZAK, A. KOTELKO AND J. B. LAMBERT 


NUMBER 12 DECEMBER 1983 


Conformational Analysis of 7-Membered Dimethyl Cyclic Sulphites: 2-Oxo-1,3,2- 
dioxathiepanes and 3-Oxo-2,4,3-dioxathiepins 


A. C. GUIMARAES, P. G. VELOSO DE ALMEIDA, M. BALTAS AND L. CAZAUX 


Acquisition Times, Relaxation Rates and Solvent and Temperature Effects as Sensitivity 
Parameters for Quadrupolar Nuclei 


I. P. GEROTHANASSIS 


Dynamic "H NMR Spectroscopy of 77-Ethylene Transition Metal Complexes 
R. BENN 


Electronegativity and Linear Electric Field Effects on y-Anti °C Chemical Shifts 
H. DUDDECK AND M. R. ISLAM 


666 


670 


672 


675 


678 


683 


687 


694 


698 


706 


711 


719 


723 


727 


ORGANIC MAGNETIC RESONANCE, VOL. 21, 1983 xiii 


q 


CONTENTS OF VOLUME 21 


Barriers to Internal Rotation in Neopentylbenzenes Substituted on the Benzyl Group. A 
NMR Band Shape Study 


S. ANDERSSON AND T. DRAKENBERG 


The NMR Spectra of the Porphyrins: 24—The NMR Spectra of some Tetraaryichiorins 
R. J. ABRAHAM, J. E. PLANT AND G. R. BEDFORD 


Carbon-13 NMR Spectra of Chlorophyll a, Chicrophyll a’, Pyrochlorophyll a and the 
Corresponding Pheophytins 


S. LOTIONEN AND P. H. HYNNINEN 


Direct Structure Determination of the Self-Condensation Product of 1-Phenyipentane-2,4- 
dione Using T, and NOE Measurements from **C NMR Spectroscopy 


V. LEON, J. ESPIDEL AND R. A. BOLIVAR 


xiv ORGANIC MAGNETIC RESONANCE, VOL. 21, 1983 


730 


745 


757 


766 


q 
| 
x 
| 
4 
& 
5 


